Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.004 Å; R factor = 0.043; wR factor = 0.125; data-to-parameter ratio = 12.4.
Data collection: APEX2 (Bruker, 2005); cell refinement: SAINT (Bruker, 1996) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: Mercury (Version 2.3; CCDC, 2009); software used to prepare material for publication: SHELXTL (Sheldrick, 2008).
probe the role of histidine in enzyme mechanisms or biomolecular interactions (Eichler et al., 2005; Wimalasena et al., 2007) . The present crystal structure is similar to L-histidine (Madden et al., 1972) , but with distinct differences that are certainly due to an inductive effect of the fluorine. The fluorine atom substituted at C-2 of the imidazole ring (corresponding to C(6) in the crystal structure) pulls the shared electrons towards the central carbon from both the ring nitrogen atoms, resulting in a number of changes in bond angles and bond lengths. The compound is situated on a general position in the orthorhombic space group P2 1 2 1 2 1 . The angle around the C atom, N(2)-C(6)-N(3), is 115.7 (2)°, as compared to 112.2 (2)° in L-histidine, which is consistent with an increase in the sp 2 character at C(6). In addition, angles at N(2) and N(3) are reduced to 104.9 (2)° and 102.7° (as compared to 106.9 (2)°) and 104.9 (2)°), respectively. The bond lengths to N(3) are altered as well, with the bond to C(4) increased to 1.405 (3) Å from 1.382 (2) Å in L-histidine and the bond to 
Experimental
The compound was synthesized according to a modification of the published procedure (DeClerq, et al., 1978) . Trifluoroacetic anhydride was used instead of acetic anhydride to protect the amino group in the first step, which obviates the use of acylase I. In addition, hydrolysis of the N-trifluoro acetyl group was carried out with 1 N NaOH in the last step of the synthesis (overall yield, starting from L-histidine methyl ester, is 2.5%). Crystals were grown by slow evaporation of an aqueous solution at room temperature.
Refinement
Refinement utilized merged data due to the absence of significant anomalous scattering. Hydrogen atoms were included in calculated positions and were not refined. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0164 (10) 0.0175 (10) 0.0084 (10) 0.0038 (9) 0.0000 (9) 0.0002 (8) N2 0.0218 (11) 0.0206 (11) 0.0105 (10) −0.0026 (9) −0.0013 (8) 0.0004 (9) N3 0.0186 (10) 0.0185 (10) 0.0156 (11) 0.0032 (10) 0.0011 (9) 0.0009 (9) O1 0.0167 (9) 0.0227 (9) 0.0155 (9) −0.0002 (8) 0.0033 (7) −0.0057 (8) O2 0.0175 (9) 0.0352 (10) 0.0101 (9) −0.0026 (9) −0.0006 (7) −0.0028 (8) Geometric parameters (Å, °) 
